All reagents were purchased from commercial sources and used without further purification. Elemental analyses (C, H and N) were carried out with an Elementar Vario EL. Optical diffuse reflectance spectrum was measured on a PE Lambda 900 UV-vis spectrophotometer equipped with an integrating sphere at 293 K, and the BaSO 4 plate was used as the reference. The absorption spectrum was calculated from reflection spectrum by the Kubelka-Munk function:
General Procedures:
All reagents were purchased from commercial sources and used without further purification. Elemental analyses (C, H and N) were carried out with an Elementar Vario EL. Optical diffuse reflectance spectrum was measured on a PE Lambda 900 UV-vis spectrophotometer equipped with an integrating sphere at 293 K, and the BaSO 4 plate was used as the reference. The absorption spectrum was calculated from reflection spectrum by the Kubelka-Munk function:
α is the absorption coefficient, S is the scattering coefficient which is practically wavelength independent when the particle size is larger than 5 µm, and R is the reflectance. The energy gap was determined as the intersection point between the energy axis at the absorption offset and the line extrapolated from the linear portion of the absorption edge in the α/S versus E (eV) plot. And photoluminescence analysis was performed on an Edinburgh FLS920 fluorescence spectrometer. Figure S5 gives the powder XRD patterns of 1, which corresponds well with the simulated one, conforming the high purities of the prepared sample.
Crystallographic Data Collection and Structural Refinements:
A light yellow single crystal of 1 was mounted on a glass fiber for the X-ray diffraction isotropic displacement parameters U iso (H) = 1.2U eq (C).
Computational procedures:
The crystallographic data of the present compound determined by X-ray were used to calculate the electronic band structure. Calculation of the electronic band structure along with density of states (DOS) was carried out with density functional theory (DFT) using one of the three nonlocal gradient corrected exchange-correlation functionals (GGA-PBE) and performed with the CASTEP code, 3 which uses a plane wave basis set for the valence electrons and norm-conserving pseudopotential for the core electrons. 4 The number of plane waves included in the basis was determined by a cutoff energy E c of 550 eV. 
